Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; R factor = 0.022; wR factor = 0.063; data-to-parameter ratio = 22.3.
The title compound, [Cu(C 23 H 24 N 2 O 2 )] or [Cu{(BA) 2 pn}], where (BA) 2 pn is 1,1 0 -diphenyl-3,3 0 -(propane-1,3-diyldinitrilo)dibut-1-enolate, is a mononuclear copper(II) complex, located on a twofold axis. The four-coordinate Cu II atom is in a tetrahedrally distorted square plane defined by the N and O atoms of the Schiff base ligand. In the tetradentate ligand, the two chelate rings are twisted relative to each other, making a dihedral angle of 36.57 (3) .
Related literature
For general background, see: Bunce et al. (1998) ; Klement et al. (1999) ; Meghdadi et al. (2008) ; Mikuriya et al. (2002) ; Filomeni et al. (2007) . For a structure determination of the title compound in space group Cc, see: Sarkar et al. (2008) . For the structure of a polymorph, see: Arıcı (2006) . For related structures, see: Arıcı et al. (2001) ; Dehghanpour et al. (2005) .
Experimental
Crystal data [Cu(C 23 Data collection: APEX2 (Bruker, 2008) ; cell refinement: SAINT (Bruker, 2008) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL.
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Comment
The chemistry of copper(II) complexes with N 2 O 2 Schiff base ligands have been investigated extensively in recent years owing to their interesting physico-chemical properties, and their potential application in catalytic reactions and biological activities (Bunce et al., 1998; Klement et al.; 1999 , Filomeni et al., 2007 . These complexes are also attractive because of their preparative accessibility, diversity and structural variability. Most of the earlier investigations were carried out on the tetradentate Schiff base ligand salen and its derivatives, while N,N'-bis(benzoylacetone)-1,3-propylenediimine and its derivatives have rarely been studied [Mikuriya et al. 2002] . Two alternative reports on the synthesis and structure of Cu(II) complexes with (BA) 2 pn ligand under different conditions is already published [Arıcı, 2006; Sarkar et al., 2008] . In this context, we herein report the synthesis and structure of the title compound, [Cu((BA) 2 pn)], (I), and make a brief comparison with the reported structures.
The structure of [Cu((BA) 2 pn)], (I), is shown in Fig. 1 . The complex has symmetry C 2 with Cu(1) and C(12) on a C 2 axis.
The coordination geometry around Cu(II) center may be described as distorted square planar. This is indicated by the chelate angles which deviate from 90° (90.19 (4) Dehghanpour et al., (2005) ]. The crystal structure is, in principle, identical to that reported by Sarkar et al., 2008 . The space group was determined by these authors as Cc, however, it was overlooked that the structure has C 2 axes parallel to b and therefore adopts space group symmetry C2/c. Due to this overlooked space group symmetry (Cc instead of C2/c), chemically equivalent bond lengths and angles in the reported structure vary widely (bond length differences of chemically equivalent bonds up to 0.17 Å (C19-C20 and C8-C9)). In another report (Arıcı, 2006) , a polymorphic form of this compound with space group C2/c and a molecular conformation which differs most significantly from Sarkar's and the present work is presented. Among other features, this complex shows a more planar coordination of Cu with transoid O-Cu-N angles of about 170° and a half-chair conformation for the Cu-N,N chelate ring, whereas (I) exhibits a twist-boat conformation similar to the dimethyl-substituted homologue (at C(12) of (I)) described by Arıcı et al. (2001) .
Experimental H 2 (BA) 2 pn, N,N'-bis(benzoylacetone)-1,3-propylenediimine was prepared according to the literature [Meghdadi et al. 2008 ] by the condensation of of benzoylacetone (0.324 g, 2 mmol) with 1,3-propylenediamine (0.074 g, 1 mmol) in methanol at room temperature. To a solution of H 2 (BA) 2 pn (0.362 g, 1 mmol) in methanol (30 ml) was added with stirring copper(II) acetate monohydrate (0.200 g, 1 mmol). The mixture was stirred at room temperature for about 30 min and then supplementary materials sup-2 filtered. The filtrate was kept undisturbed in air and black oval-shaped crystals of (I) were formed upon slow evaporation of the solvent after two days. The crystals were filtered off, washed with cold methanol and dried under vacuum.
Refinement
All H atoms attached to C atoms were fixed geometrically and treated as riding with C-H = 0.95Å (aromatic), 0.99Å (methylene) and 0.98Å (methyl) with U iso (H) = 1.2 U eq (aromatic, methylene) or U iso (H) = 1.5 U eq (methyl). [1,1'-Diphenyl-3,3'-(propane-1,3-diyldinitrilo)dibut-1-enolato]copper(II) Crystal data [Cu(C 23 Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0193 (4) 0.0175 (4) 0.0161 (4) 0.0020 (3) 0.0046 (4) −0.0033 (3) C10 0.0238 (5) 0.0208 (5) 0.0260 (5) 0.0065 (4) 0.0075 (4) −0.0027 (4) C11 0.0308 (5) 0.0183 (4) 0.0199 (4) 0.0031 (4) 0.0113 (4) 0.0039 (3) C12 0.0327 (8) 0.0159 (6) 0.0260 (7) 0.000 0.0154 (6) 0.000
Geometric parameters (Å, °)
Cu1-O1 1.9145 (7) C5-C6 1.3978 (13) Cu1-O1 i 1.9145 (7) C5-H5A 0.9500
Cu1-N1 1.9394 (9) C6-C7 1.4928 (13) Cu1-N1 i 1.9395 (9) C7-C8 1.3882 (13) O1-C7 1.2943 (11) C8-C9 1.4241 (14) 
